Software developments in automated structure solution and crystallographic studies of the Sso10a2 and human C1 inhibitor protein by Waterreus, Willem-Jan
 
Cover Page 
 
 
 
 
 
 
 
 
The handle http://hdl.handle.net/1887/22715 holds various files of this Leiden University 
dissertation. 
 
Author: Waterreus, Willem-Jan 
Title: Software developments in automated structure solution and crystallographic 
studies of the Sso10a2 and human C1 inhibitor protein 
Issue Date: 2013-12-05 
Propositions accompanying the thesis
Software developments in automated structure
solution and crystallographic studies of the Sso10a2
and human C1 inhibitor protein
1. Mathematical approximations in crystallography are convenient, but of-
ten do not lead to optimal performance.
Chapter 3
2. Many programs in macromolecular X-ray crystallography use Tcl (Tool
command language) as primary scripting language for reasons that are
solely historical and not related in any way to the Tcl’s core functionality.
Chapter 2
3. Although removing sugar is sweet to growing crystals, the absence in the
crystal structure sours its biological interpretation.
Rudd & Dwek (1997). Crit. Rev. Biochem. Mol. Biol. 32, 1–100
4. Advances in automatic structure solution have made crystallography
vastly more productive by promoting ignorance.
5. The problem of model bias is intrinsic to macromolecular crystallography
and can be suppressed by better statistical models at best.
Skubák & Pannu (2011). Acta Cryst. D 67, 345–354
6. To judge the quality of a crystallographic model one needs to look not
only at an acceptable Rfree value, but evaluate the science behind the
structure solution process as well.
Dodson et al. (1996). Acta Cryst. D 52, 228–234
7. The use of sulphur as intrinsic anomalous scatterer is at best a tantalizing
prospect given the very limited number of structures solved by sulphur
SAD phasing to date.
Doutch et al. (2012). J. Synchrotron. Radiat. 19, 19–29
8. “Anomalous scattering” is by no means anomalous, conversely the native
scattering approximation should be called anomalous.
Chapter 1
9. If you torture your diffraction data long enough, they will show you any
structure you would like to see.
10. The end of experimental phase determination draws closer with every
structure deposited to the PDB.
The PDB
11. X-ray crystallographers who claim the structure solution process is au-
tomated overlook the principal requirement in solving a structure: to
produce a diffracting crystal.
Chapter 4 & 5
12. There are many confounding factors that contribute to the lack of qual-
ity in open access publishing. However, the primary reason is without
question the inadequacy of the peer review process.
Bohannon (2013). Science 342, 60–65
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These propositions are considered opposable and defensible and as such have been
approved by the supervisors, Prof. dr. Jan Pieter Abrahams, and Dr. Navraj S. Pannu.
